(4-chlorophenyl)(4-methyl-2-(phenylamino)thiazol-5-yl)methanone derivatives are of great importance owing to their wide biological properties. The title compound is one of the key products in our synthetic investigations of antitumor drugs. We report here its crystal structure.
The title compound, C 17 H 13 ClN 2 OS, crystallizes with three independent molecules (A, B and C) in the asymmetric unit which differ slightly in their conformations. In molecule A, the thiazole ring makes dihedral angles of 27.44 (14) and 66.05 (6) with the phenyl and chlorobenzene rings. In molecule B, the respective angles are 29.09 (10) and 47.63 (9) , while values of 25.67 (11) and 51.01 (7) are observed in molecule C. In the crystal, N-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds generate a three-dimensional network structure.
Related literature
For the biological activity and synthesis of phenyl(thiazol-5yl)methanone derivatives, see: Moisé s et al. (2000) .
Experimental
Crystal data C 17 H 13 ClN 2 OS M r = 328.80
Monoclinic, P2 1 =n a = 22.8350 (6) Å b = 8.0587 (2) Å c = 25.3653 (6) Å = 90.900 (2) V = 4667.1 (2) Å 3 Z = 12 Mo K radiation = 0.38 mm À1 T = 293 K 0.40 Â 0.18 Â 0.12 mm
Data collection
Agilent Xcalibur Eos diffractometer Absorption correction: multi-scan (CrysAlis PRO; Agilent, 2011) T min = 0.909, T max = 1.000 18535 measured reflections 8224 independent reflections 5819 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.110 S = 1.02 8224 reflections 598 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 3 2 ; y À 1 2 ; Àz þ 3 2 ; (iii) Àx þ 3 2 ; y þ 1 2 ; Àz þ 3 2 .
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: OLEX2 (Dolomanov et al., 2009) and Mercury (Macrae et al., 2006) ; software used to prepare material for publication: OLEX2. Fig. 1 . Molecular structure of the title compound with displacement ellipsoids drawn at the 30% probability level. (2-Anilino-4-methylthiazol-5-yl)(4-chlorophenyl)methanone Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
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